= 0.084, T= 213 K.
= 0.084, T= 213 K.
Source of material
The Cr complex was obtained from a reaction of lithium pentamethylcyclopentadienide, chromium(IH)chloride, cycloheptatriene and magnesium powder in tetrahydrofuran solution, followed by aqueous workup with sodium hexafluorophosphate solution [1] .
Experimental details
The compound crystallizes as a racemic twin in a ratio of 0.54(4): 0.44 determined by the Flack x parameter refined as twinning part. The hydrogen atoms of the planar cycloheptatrienylium ring were found and refined with bond restraints (dc-h = 0.97 A).
Discussion
The asymmetric unit contains half a molecule of the salt. The Crl, C1 and C4 atoms of the cation lie in a mirror plane, whereas the P1 atom of the anion lies on the two-fold axis. The Cr-C distances to the 5-membered ring axe between 2.183A-2.184A with a distance of Crl to the plane of 1.814 A. For the 7-membered ring the Cr-C distances lie between 2.140 A and 2.151 A, whereas the distance of Crl to the plane is much shorter with a value of 1.424 A. The averaged C-C distances of the 5-and 7-membered rings are 1.428 A and 1.393 A, respectively. The structure shows two interesting details of the coordination to the 7-membered ring. First, as shown in the figure below, the mobility is around two times higher compared with the other ring. Second, the C-H bonds are not in the plane of the ring, they are bent by approximately 10° in direction to the chromium ion. Positional disorder of the 7-ring can be excluded due to the absence of rest electron density appearing between the carbon atoms, if only a major part of disordered model was considered. Refinements on data collected at 213 K, 243 K and 293 K gave solely hints for continuously increasing libration. 
